LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119073.D

Aca On : 25 Feb 2020 19:17

Operator : CG/JU

Sample : L1671-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.381 556 560 585 rBY 2104869 2069351 26.43% 4 .855%
2 6.393 728 732 750 rBVY 1248058 1246359 15.92% 2.924%
3 6.751 789 793 802 rBY 1185083 1027838 13.13% 2.411%
4 6.910 815 820 823 rBY 4330014 4140419 52.89% 9.714%
5 7.316 883 889 892 rBVY 2877157 3172157 40.52% 7.442%

8.034 1006 1011 1024 rBV 1380067 1344514 17.17% 3.154%
9.110 1188 1194 1197 rBV 6009047 6543535 83.58% 15.352%
9.498 1257 1260 1265 rBV 188051 182812 2.34% 0.429%
9.781 1303 1308 1323 rBV 1689196 1677602 21.43% 3.936%
10.575 1438 1443 1456 rBV 4545456 4578926 58.49% 10.743%

=
QO ~NO®

11 11.269 1557 1561 1568 rBV 1867265 1765931 22.56% 4.143%
12 11.798 1647 1651 1665 rBV 327747 371044 4.74% 0.871%
13 12.580 1781 1784 1797 rBV 150252 189917 2.43% 0.446%
14 12.857 1825 1831 1834 rBV 7146431 7828789 100.00% 18.367%
15 13.751 1978 1983 1998 rBV 318900 441689 5.64% 1.036%

16 13.904 2005 2009 2015 rVB 1618967 1595623 20.38% 3.744%
17 14.069 2033 2037 2046 rVB 255652 250937 3.21% 0.589%
18 14.369 2084 2088 2098 rBV 437415 418649 5.35% 0.982%
19 14.669 2135 2139 2143 rBV 583879 552341 7.06% 1.296%
20 14.986 2188 2193 2202 rBV 569254 623477 7.96% 1.463%

21 15.333 2246 2252 2264 rBV2 1146291 1942784 24.82% 4 _.558%
22 15.757 2318 2324 2329 rBV 297771 429590 5.49% 1.008%
23 16.227 2399 2404 2414 rVB 138722 228953 2.92% 0.537%

Sum of corrected areas: 42623237

8270-BF022020.M Wed Feb 26 13:16:31 2020 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119073.D

Aca On : 25 Feb 2020 19:17

Operator : CG/JU

Sample : L1671-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119073.D

Aca On : 25 Feb 2020 19:17

Operator : CG/JU

Sample : L1671-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.80 4.20 ng 371044 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 1651 (11.798 min): BF119073.D (-1647) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 213 LRI PRI SO MR B
US| 4g 157171185 o0 | 57 256 11.40 11.60 11.80 12.00 12.20
o} m/z 60.00 68.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 AR SRR SN R
11. 40 11.60 11.80 12.00 12.20
m/z 43.10 61.81%
7JJ 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11.60 11.80 12.00 12.20
5000 m/z 57.00 53.08%
29
129
87 115 171 214
o 101 143157 | 185,99
et S R L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e P T T
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 41.00 50.28%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
m/z--> 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119073.D

Aca On : 25 Feb 2020 19:17

Operator : CG/JU

Sample : L1671-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.58 2.15 ng 189917 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 60
Abundance Scan 1784 (12.580 min): BF119073.D (-1781) (-) m/z 73.00 100.00%
7B
43 g
5000 129

284

143157171 | 199213227 12.20 12.40 12.60 12.80
0 m/z 60.00 74.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129
5000{ 28 284
12.20 12.40 12.60 12.80
m/z 43.00 63.60%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
e
129 12.20 12.40 12.60 12.80
5000 m/z 55.00 61.83%
43 57
87
115
101 143 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid e e
43 12.20 12.40 12.60 12.80
| m/z 57.10 59.82%
29
5000
129 242
L ‘M 143157171185
Ot ter R e s e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119073.D

Aca On : 25 Feb 2020 19:17

Operator : CG/JU

Sample : L1671-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Sulfurous acid, octadecyl 2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.75 5.54 ng 441689 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 76
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 64
5 Cyclopentadecane 210 C15H30 000295-48-7 64
Abundance Scan 1983 (13.751 min): BF119073.D (-1978) (-) m/z 57.05 100.00%

7 71

43

5000

13.40 13.60 13.80 14.00
m/z 71.05 82.12%

5

0 . 139 155169183197211225239 267281
b

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43 57
71
5000
13.40 13.60 13.80 14.00
125 m/z 43.00 69.40%
o 29 0| 141155169183197 224 253 269
AR

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57

13.40 13.60 13.80 14.00
5000 43 m/z 85.10 59.43%

29 71

111
o 125139 154 196 224 269

WTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95994: 1-Decanol, 2-hexyl-

13.40 13.60 13.80 14.00
m/z 69.00 52.18%

5000

125
139 154168182196210224
L AASS SIS
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119073.D

Aca On : 25 Feb 2020 19:17

Operator : CG/JU

Sample : L1671-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .07 3.15 ng 250937 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2037 (14.069 min): BF119073.D (-2033) (-) m/z 57.10 100.00%
57
85
5000

J d [ l141 169,197 250 267 05 13.80 14.00 14.20 14.40

(O e T T T m/z 71.05 96.29%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LI L L L L O LB
13.80 14.00 14.20 14.40
113 m/z 85.05 72.59%
o 200 || |10, 169 197 225 267 295 365 393
el T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T R T
13.80 14.00 14.20 14.40
5000 m/z 43.05 56.92%
85
29
0 113 141 169 197 225 253 281 323 351 380
T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 13.80 14.00 14.20 14.40
m/z 55.05 25.25%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
et e e e P T T T T
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119073.D

Aca On : 25 Feb 2020 19:17

Operator : CG/JU

Sample : L1671-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.67 5.69 ng 552341 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 91
Abundance Scan 2139 (14.669 min): BF119073.D (-2135) (-) m/z 57.05 100.00%
57
85
5000
141 169 197 14.40 14.60 14.80 15.00
o...”.-' ” Lz MR 9T 225288 295828 | 7z 71.05  90.200%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B B B B
14.40 14.60 14.80 15.00
m/z 85.05 69.73%
29 113
oLl | L1y .| 11,169 197 225 253 296
m/z--> 50 100 1%0 260 250 360 3éo '
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.10 58.25%
29 118 441
0 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3éo '
Abundance #215181: 2-methyloctacosane e e e EARARN
57 14.40 14.60 14.80 15.00
m/z 55.05 23.73%
5000 85
113
o 2. “.‘J\ |77 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2éo 360 3éo ' 14?0 14.60 1480 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119073.D

Aca On : 25 Feb 2020 19:17

Operator : CG/JU

Sample : L1671-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.23 2.36 ng 228953 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2404 (16.227 min): BF119073.D (-2399) (-) m/z 57.00 100.00%
5
5000
99
41 183 953 16.00 16.20 16.40 16.60
(o} m/z 71.05 92 .89%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000

16.00 16.20 16.40 16.60
m/z 85.05 71.71%

99
o , 141 183 225 267 309 367
I o B A B i B e e B e AR s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
16.00 16.20 16.40 16.60
5000 m/z 43.05 56.22%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
T A T e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
517 16 00 16.20 16.40 16.60

m/z 69.05 27 .13%

5000
99
26 |, 141 183 225 281 323 379 421 463 506

L A — BabsetisaeMlissssss s

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16 00 16. 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022520\
Data File : BF119073.D

Acq On : 25 Feb 2020 19:17

Operator : CG/JU

Sample : L1671-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 11.80 4.2 ng 371044 4 11.27 1765930 20.0
Octadecanoic acid 12.58 2.1 ng 189917 4 11.27 1765930 20.0
Sulfurous acid, o... 13.75 5.5 ng 441689 5 13.90 1595620 20.0
2-methyloctacosane 14_.07 3.1 ng 250937 5 13.90 1595620 20.0
Heneicosane 14.67 5.7 ng 552341 6 15.33 1942780 20.0
Hexacosane 16.23 2.4 ng 228953 6 15.33 1942780 20.0
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